Agreement between r(AAAA) simulations using VdW-OPC and experiments as a function of the parameter θ. χ 2 relative to different types of data when using a) scalar couplings in the reweighting procedure, b) NOE distances and c) unobserved NOE distances. Results using all three types of data are shown in panel d. Initial, unreweighted χ 2 are shown as dashed lines. fig. S1 . Agreement between r(GACC) simulations using VdW-OPC and experiments as a function of the parameter θ. χ 2 relative to different types of data when using a) scalar couplings in the reweighting procedure, b) NOE distances and c) unobserved NOE distances. Results using all three types of data are shown in panel d. Initial, unreweighted χ 2 are shown as dashed lines.
fig. S2.
Agreement between r(UUUU) simulations using VdW-OPC and experiments as a function of the parameter θ. χ 2 relative to different types of data when using a) scalar couplings in the reweighting procedure, b) NOE distances and c) unobserved NOE distances. Results using all three types of data are shown in panel d. Initial, unreweighted χ 2 are shown as dashed lines.
fig. S3.
χ 2 versus relative entropy and fraction of effective frames as function of θ. Left panel: Total χ 2 versus relative entropy plot for r(AAAA), r(CCCC), r(GACC) and r(UUUU) simulations with VdW-OPC using NOE, unobserved NOE, and 3 J couplings for reweighting. The values of θ are indicated as labels. Values between θ = 2 and 5 provide a good balance between fit quality and deviation from the prior distribution. The fraction of effective frames as a function of θ is shown in the right panel. The fraction of effective frames is calculated as n eff = exp (− w j log w j )/n where w j are the optimized weights. Similar results are obtained using the Kish effective sample size (( j w j ) 2 / j w 2 j ). At θ = 2 the fraction of effective frames is 0.21 for r(AAAA), 0.25 for r(CCCC), 0.5 for r(GACC), and 0.26 for r(UUUU).
fig. S4.
Reweighted r(AAAA) simulations using VdW-OPC. The top panels show in red the experimental 3J scalar couplings (left) and NOEs (right) together with the experimental error. Averages computed from simulations before and after reweighting are shown in light blue and black, respectively. The bottom panel shows unobserved NOE predicted distances. The longest distances observable by NMR are shown as solid red lines. Thus, dots below the red line identify differences between NMR spectra and simulations, and are considered violations of unobserved NOE. Average and standard error of the mean is calculated using four independently reweighted blocks. Calculated averages outside the experimental range after reweighting are labeled.
fig. S5.
Reweighted r(CCCC) simulations using VdW-OPC. The top panels show in red the experimental 3J scalar couplings (left) and NOEs (right) together with the experimental error. Averages computed from simulations before and after reweighting are shown in light blue and black, respectively. The bottom panel shows unobserved NOE predicted distances. The longest distances observable by NMR are shown as solid red lines. Thus, dots below the red line identify differences between NMR spectra and simulations, and are considered violations of unobserved NOE. Average and standard error of the mean is calculated using four independently reweighted blocks. Calculated averages outside the experimental range after reweighting are labeled.
fig. S6.
Reweighted r(GACC) simulations using VdW-OPC. The top panels show in red the experimental 3J scalar couplings (left) and NOEs (right) together with the experimental error. Averages computed from simulations before and after reweighting are shown in light blue and black, respectively. The bottom panel shows unobserved NOE predicted distances. The longest distances observable by NMR are shown as solid red lines. Thus, dots below the red line identify differences between NMR spectra and simulations, and are considered violations of unobserved NOE. Average and standard error of the mean is calculated using four independently reweighted blocks. Calculated averages outside the experimental range after reweighting are labeled.
fig. S . 7
Reweighted r(UUUU) simulations using VdW-OPC. The top panels show in red the experimental 3J scalar couplings (left) and NOEs (right) together with the experimental error. Averages computed from simulations before and after reweighting are shown in light blue and black, respectively. The bottom panel shows unobserved NOE predicted distances. The longest distances observable by NMR are shown as solid red lines. Thus, dots below the red line identify differences between NMR spectra and simulations, and are considered violations of unobserved NOE. Average and standard error of the mean is calculated using four independently reweighted blocks. Calculated averages outside the experimental range after reweighting are labeled.
fig. S8.
Torsion angle distribution before (blue) and after (gray) reweighting r(AAAA) simulations with θ = 2. The population of different relevant rotameric states after reweighting are indicated as percentages. The area between minimum and maximum values obtained using four blocks is shown in shade.
fig. S9.
Torsion angle distribution before (blue) and after (gray) reweighting r(CCCC) simulations with θ = 2. The population of different relevant rotameric states after reweighting are indicated as percentages. The area between minimum and maximum values obtained using four blocks is shown in shade.
fig. S . 10
Torsion angle distribution before (blue) and after (gray) reweighting r(GACC) simulations with θ = 2. The population of different relevant rotameric states after reweighting are indicated as percentages. The area between minimum and maximum values obtained using four blocks is shown in shade.
fig. S . 11
Torsion angle distribution before (blue) and after (gray) reweighting r(UUUU) simulations with θ = 2. The population of different relevant rotameric states after reweighting are indicated as percentages. The area between minimum and maximum values obtained using four blocks is shown in shade. 
